X-ray data were collected with an Oxford Diffraction Gemini R CCD area detector using CrysAlisPro software and graphitemonochromated Mo-Ka (l = 0.71073 Å) at 200(2)K. The structure was solved by direct methods using SHELXS97. 3 All of the non-hydrogen atoms were refined anisotropically by fullmatrix least-squares on F 2 using SHELXL97. 3 All H atoms were placed in their calculated positions and included in the refinement using the riding model. An absorption correction was performed using CrysAlis RED and all calculations were performed using SHELXTL. 4 Crystal and experimental data for I is listed in Table 1 . Synthesis and a scheme for the molecular structure of I is shown in Fig. 1 . Bond lengths and bond angles for each structure are all within expected ranges. Selected geometric parameters for I are listed in Table 2 .
The title compound, C10H5Cl3N4, crystallizes with two independent molecules (A and B) in the asymmetric unit, Fig. 2 Intermolecular N-H·N hydrogen bond interactions occur between the nitrogen atoms from the carbonitrile (N4A and N4B) and pyrazole groups (N2A and N2B) and hydrogen atoms from the 5-amino group [H(3AB), H(3AC) and H(3BB), H(3BC)] (Table 3, Fig. 3 ) which may also be an influencing factor in the nature of the twist angle between the two ring groups in each molecule.
MOPAC calculations were performed with MOPAC Pro TM as implemented by WeMO. 5 The AM1 (Austin Model 1) approximation together with the Hartree-Fock closed-shell (restricted) wavefunction was used and minimizations were terminated at an r.m.s. gradient of less than 0.01 kJ mol -1 A -1 . When the refined atom coordinates in I are subjected to a MOPAC calculation the angle between the mean planes of the trichlorophenyl and pyrazole ring becomes 65.0(9)˚ in the local minimized structure which is significantly changed from that observed in the crystal structure described earlier. The N1-C1 bond length becomes 1.42(0)Å which is slighty longer than the average value for the two molecules in the asymmetric unit reported above. It is clear that the extensive intermolecular hydrogen bonding as well as nearby van der Waals interactions may have a significant influence on the twist angle value between the trichlorophenyl and pyrazole ring systems for the molecule in this crystal. 
